. RMSD of the five chains of the 2MXU about the average structure during the last 25 ns. The first replica is represented in black, the second one in red and the third one in green. All systems reach the structural equilibrium. Figure S2 . Centroids of the most populated cluster for each independent replica. Each configuration is obtained by a cluster analysis on the last 50 ns of MD simulations, using linkage method and a RMSD cut-off of 0.1nm. Figure S3 . Docking poses of the best ten compounds on the amyloid fibril.
S6 Figure S4 . Ligand interactions maps for the best ten investigated natural compounds. Figure S5. (A) Brazilin ligand-based pharmacophore and (B) shared features pharmacophore between brazilin and mechanism I and II destabilizing compounds, i.e. 6-shogaol, oleuropein, curcumin, gossypin and piceatannol.
